Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; R factor = 0.049; wR factor = 0.154; data-to-parameter ratio = 16.6.
In the title compound, C 11 H 9 ClN 4 O 2 , the dihedral angle between the aromatic rings is 79.67 (8) .stacking between centrosymmetrically related pairs of pyrimidine rings occurs along [100] [centroid-centroid separations = 3.4572 (8) and 3.5433 (7) Å ].
Related literature
For a related structure, see: Shi et al. (2011) . Data collection: PROCESS-AUTO (Rigaku, 1998); cell refinement: PROCESS-AUTO; data reduction: CrystalStructure (Rigaku/ MSC, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: DIAMOND (Brandenburg, 2000) ; software used to prepare material for publication: SHELXL97. 
Experimental

6-Chloro
Comment
Here, the crystal structure of 6-chloro-N-methyl-5-nitro-N-phenylpyrimidin-4-amine, the precursor of 6-chloro-N-methyl- -phenylpyrimidine-4,5-diamine (Shi et al., 2011) is determined by X-ray single crystal diffraction.
N
In the structure of (I) (Fig. 1) , the dihedral angle between the aromatic rings is 79.667 (81)°. Uninterrupted aromatic π-π stacking between centrosymmetrically related pairs of pyrimidine rings occurs along with [100] direction [centroidcentroid separation = 3.4572 (8)Å or 3.5433 (7)Å].
Experimental
To a solution of 4,6-dichloro-5-nitro-pyrimidine (2.08 g, 10.8 mmol), and triethylamine (13.0 mL, 0.55 mmol) in anhydrous THF (25 mL) was added a solution of N-methylbenzylamine (0.85 mL, 10.8 mmol) in anhydrous THF (15 mL) slowly.
The reaction mixture was stirred at room temperature overnight. The reaction mixture was concentrated in vacuo, diluted with water, and extracted with EtOAc. The organic phase was washed with 1N HCl, brine, dried over anhydrous MgSO 4 , and concentrated in vacuo to yield the crude product as a solid. Purification by recrystallization from methanol provided the desired pure product, 6-chloro-N-methyl-5-nitro-N-phenylpyrimidin-4-amine (yellow solid, 1.85g, 64.7%, 130.3-131.4°C
). 1 
Refinement
All H atoms were located from difference Fourier maps. H atoms attached to C atoms were treated as riding [C-H = 0.93-0.96 Å, U iso (H) = 1.2U eq (aromatic carbon) and U iso (H) = 1.5U eq (methyl carbon)]. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
